JH1,H2 in parenthesis. 
Assignment of 13 C resonances
Error is the sum of the differences between experimental and calculated chemical shifts and equals ∆ C in 
Assignment of 1 H, 1 H correlations
Expt-Calc reports the distance between the experimental and calculated peak. Error is the sum of the distances and equals ∆ HH in Table S5 Assigned experimental 13 C and 1 H chemical shifts 
Assignment of 13 C resonances
Error is the sum of the differences between experimental and calculated chemical shifts and equals ∆ C in Table S5 Assignment of long-range 13 C, 1 H correlations Expt-Calc reports the distance between the experimental and calculated peak, with 13 C chemical shifts weighted by 0.2. Error is the sum of the distances and equals ∆ CHLR in Table S5 
